The system was solvated with TIP3P water molecules, in a rectangular box whose faces were at least 12 Å away from the protein. Non-bonded Coulomb interactions were treated with the particle Mesh-Ewald method and a cutoff of 10 Å was used for explicit short-range electrostatic and Lennard-Jones interactions. All bonds involving hydrogen atoms were constrained with SHAKE algorithm and an integration step of 2 fs was employed.
Enzymatic kinetic analysis

Acarbose
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Nonlinear regression using SOLVER
